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• References Figure S1 . Hydrophobic contacts at the bottom of the HisF barrel in the apo, PRFARbound binary and ternary complexes. The distances (in Å) between amino acid residues with hydrophobic side chains, i.e. fF23, fV48, fL50 and fI52 (a), are monitored along the 0.1 µs MD simulations of the apo (blue), binary PRFAR-bound (red) and the ternary complexes (in black) with potential inhibitors 1-3 (b-d). Table S1 . Average distances (in Å) between hydrophobic amino acid residues at the bottom of the HisF barrel in the apo, PRFAR-bound binary and ternary complexes. The hydrophobic contacts defining the measured distances (with Roman numerals) are defined in Figure S1 . Figure S8 . 
